Key indicators: single-crystal X-ray study; T = 143 K; mean (C-C) = 0.003 Å; R factor = 0.055; wR factor = 0.134; data-to-parameter ratio = 17.7.
Related literature
For the use of the title compound in the synthesis of receptor imaging agents, see: Lebars et al. (1998); Zhuang et al. (1994) .
Experimental
Crystal data Triclinic, P1 a = 11.595 (4) Å b = 12.382 (4) Å c = 14.073 (4) Å = 106.228 (4) = 91.767 (3) = 114.627 (2) V = 1738.2 (9) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 143 K 0.21 Â 0.17 Â 0.09 mm
Data collection
Rigaku AFC10/Saturn724+ diffractometer 16957 measured reflections 7823 independent reflections 4689 reflections with I > 2(I) R int = 0.041 Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.134 S = 1.00 7823 reflections 443 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.74 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku, 2008); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97. This work was supported by the Natural Science Foundation of Jiangsu Province (BK2008112) and the Science Foundation of the Health Department of Jiangsu Province (H200624).
2-[4-
(2-Methoxyphenyl)piperazin-1-yl]-N-(pyridin-2-yl)acetamide C. Lu and Q. Jiang Comment 2-(4-(2-methoxyphenyl)piperazin-1-yl)-N-(pyridin-2-yl)acetamide, (I), is an important intermediate product in the synthesis of 131I-MPPI (Zhuang et al., 1994) and 18 F-MPPF (Lebars et al., 1998) , serotonin(5-HT1A) receptor imaging agents (131I-MPPI = 4-(2'-methoxypheny)-1-[2'-(N-2''-pyridinyl)-p-131I-iodobenzamido]ethyl-piperazine and 18 F-MPPF = 4-(2'-methoxyphenyl)-1-[2'-(N-2''-pyridinyl) -p-18 F-fluorobenzamido]ethylpiperazine). We report here the crystal structure of (I).hydrate (Fig. 1 ). The molecule of (I) consists of an anisole and an N-ethylpyridin-2-amine arms connected to a piperazine ring. The piperazine ring adopts a chair conformation. The dihedral angle between the phenyl and pyridine rings is 67.6 (9)°. The conformations of the attachment of the anisole and N-ethylpyridin-2-amine groups to the piperazine ring are best described by the torsion angles of 171.99 (18)° and -174.56 (18)° for C6-N1-C7-C8 and C11-N2-C9-C10, respectively; i.e. they adopt +antiperiplanar conformations. The molecules show intra-and intermolecular hydrogen-bonding interactions of types N-H···N, C-H···N and C-H···O (Table 1) .
Experimental
The title compound was synthesized according to the method reported in the literature (Zhuang et al., 1994) and crystallized from a mixed solvent composed of acetone and water (1:1); colourless block-shaped crystals were obtained after several days.
Refinement
The amino H atoms were located in a difference Fourier map and refined with N-H distance restrained to 0.85 Å. Positional parameters of all the H atoms bonded to C atoms were calculated geometrically and were allowed to ride on the C atoms to which they were bonded, with C-H distances of 0.95Å (CH), 0.98Å (CH 3 ) or 0.99Å (CH 2 ), and with U iso (H) =1.2 or 1.5 (methyl) U eq of the parent atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) 0.0089 (7) 0.0087 (6) 0.0107 (6) O2 0.0337 (9) 0.0433 (10) 0.0289 (8) 0.0161 (8) 0.0021 (6) −0.0025 (7) N1 0.0269 (9) 0.0278 (9) 0.0236 (8) 0.0136 (8) 0.0063 (7) 0.0114 (7) N2 0.0258 (9) 0.0322 (10) 0.0233 (8) 0.0134 (8) 0.0046 (7) 0.0109 (7) N3 0.0252 (10) 0.0298 (10) 0.0227 (9) 0.0137 (8) 0.0045 (7) 0.0054 (8) N4 0.0278 (10) 0.0306 (10) 0.0279 (9) 0.0126 (8) 0.0011 (7) 0.0095 (7) (7) 0.0224 (7) N5 0.0219 (9) 0.0281 (9) 0.0215 (8) 0.0093 (8) 0.0031 (6) 0.0070 (7) N6 0.0203 (9) 0.0317 (10) 0.0236 (8) 0.0092 (8) 0.0041 (6) 0.0096 (7) N7 0.0221 (9) 0.0293 (10) 0.0272 (9) 0.0091 (8) 0.0068 (7) 0.0129 (8) N8 0.0339 (11) 0.0384 (11) 0.0279 (9) 0.0182 (9) 0.0064 (7) 0.0142 (8) C19 0.0257 (11) 0.0303 (12) 0.0288 (10) 0.0139 (10) 0.0020 (8) 0.0095 (9) C20 0.0315 (13) 0.0424 (14) 0.0299 (11) 0.0162 (11) 0.0085 (9) 0.0137 (10) (19) C20-C19-C24 120.6 (2) C1-C2-C3 120.11 (19) C21-C20-C19 119.8 (2) C1-C2-H2 119.9 C21-C20-H20 120.1 C3-C2-H2 119.9 C19-C20-H20 120.1 C4-C3-C2 120.17 (19) C22-C21-C20 120.5 (2) C4-C3-H3 119.9 C22-C21-H21 119.8 C2-C3-H3 119.9 C20-C21-H21 119.8 C3-C4-C5 119.7 (2) C21-C22-C23 119.7 (2) C3-C4-H4 120.2 C21-C22-H22 120.1 C5-C4-H4 120.2 C23-C22-H22 120. 
